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A variant of the density difference driven  optimized embedding potential (DDDOEP) 
method[1] has been applied to the calculation of excited states of Br2 within small water 
clusters[2]. It is found that the strong interaction of Br2 with the lone electronic pair of 
the water molecules makes necessary to optimize specific embedding potentials for 
ground and excited electronic states, separately and using the corresponding densities. 
Diagnosis and convergence studies are presented with the aim of providing methods to 
be applied for the study of chromophores in solution. Also, some preliminary results 
obtained for the study of electronic states of Br2  in clathrate cages are presented. 
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